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1/ Diffusion-order 1H NMR Spectroscopy Experiments (DOSY): 
DOSY experiments were carried out at 298 K on a 500 MHz NMR spectrometer equipped 
with a z-gradient system capable of producing a pulse gradient of about 50 gauss.cm–1. These NMR 
diffusion experiments were performed with a double stimulated echo (dste) using bipolar gradients 
based pulse sequence. The diffusion coefficients were extracted from equation (1): 
ln I/I0 = –γ²δ²G²(2π)²(Δ-δ/3)D = –bD     (1) 
where I and I0 are the echo intensity, in the presence and absence of the gradient pulse, respectively, γ 
is the gyromagnetic ratio, G is the pulse gradient strength, δ is the length of the pulse gradient, Δ is the 
time interval between the leading edges of the pulse gradient used, and D is the diffusion coefficient. 
The diffusion coefficients were extracted from the slope of the plot of ln I/I0 versus the b value. All 
diffusion NMR data were acquired at 298 K. The given values of diffusion coefficient are the average 
between several values obtained for one compound. 
Under fast exchange condition on the NMR time scale, the measured self-diffusion coefficient 
of the guest Dm is the weighted average of the Dfree and Dbound values for the free and complexed 
species respectively (equation (2)). Dfree is the self-diffusion coefficient of the free guest and, 
considering the relative size of the guest and host, Dbound is taken equal to that of the free host.  
     (2) 
Measurements of Dm, Dfree and Dbound allowed us to determine the relative proportions of the 
different species in solution and thus the values of the association constants. 
 
 
 
Figure S1. Plots of ln(I/I0) versus γ²δ²G²(2π)²(Δ-δ/3) for :  
♦ Host 1 (0.50 mM) ; Dbound = 7.22 10-10 m2s-1 ; r² = 0.999 
▲ Host 1 (0.50 mM) + taurine 2 (0.50 mM) ; Dm = 9.69 10-10 m2s-1 ; r² = 0.981 
■ taurine 2 (0.50 mM) ; Dfree = 1.51 10-9 m2s-1 ; r² = 0.981 
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Figure S2. Plots of ln(I/I0) versus γ²δ²G²(2π)²(Δ-δ/3) for:  
♦ Host 1 (0.60 mM) ; Dbound = 7.20 10-10 m2s-1 ; r² = 0.997 
▲ Host 1 (0.60 mM) + β-alanine 6 (0.70 mM) ; Dm = 8.72 10-10 m2s-1 ; r² = 0.991 
■ β-alanine 6 (0.70 mM) ; Dfree = 1.10 10-9 m2s-1 ; r² = 0.995 
 
 
 
 
Figure S3. Plots of ln(I/I0) versus γ²δ²G²(2π)²(Δ-δ/3) for:  
♦ Host 1 (1.0 mM) ; Dbound = 7.22 10-10 m2s-1 ; r² = 0.999 
▲ Host 1 (1.0 mM) + GABA 7 (0.50 mM) ; Dm = 9.26 10-10 m2s-1 ; r² = 0.989 
■ GABA 7 (0.50 mM) ; Dfree = 1.02 10-9 m2s-1 ; r² = 0.995 
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Figure S4. Plots of ln(I/I0) versus γ²δ²G²(2π)²(Δ-δ/3) for:  
♦ Host 1 (1.0 mM) ; Dbound = 7.22 10-10 m2s-1 ; r² = 0.999 
▲ Host 1 (1.0 mM) + homotaurine 4 (0.6 mM) ; Dm = 1.12 10-9 m2s-1 ; r² = 0.996 
■ homotaurine 4 (0.6 mM) ; Dfree = 1.30 10-9 m2s-1 ; r² = 0.994 
2/ 1H NMR titrations:  
A solution of guest (1.0 mM in a mixture CD3CN/D2O 90/10, 500 µL) was titrated in NMR 
tubes with 10 µL aliquots of a concentrated solution (5.0 mM in the same solvent) of host 1. The shifts 
Δδ of the guest’s protons signals were measured after each addition and plotted as a function of the 
host/guest ratio. Association constant Kass was obtained by nonlinear least-squares fitting of these plots 
using WinEQNMR2 program.1 
 
Figure S5. Titration curve of taurine with 1.  
The chemical induced shifts Δδ on CH2’s protons of taurine were measured  
and plotted as a function of the ratio [1]/[taurine]. 
                                                             
1 M. J. Hynes, J. Chem. Soc. Dalton Trans. 1993, 311-312. 
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Figure S6. Titration curve of betaine with 1.  
The chemical induced shifts Δδ on CH2’s protons of betaine were measured  
and plotted as a function of the ratio [1]/[betaine]. 
3/ 1H NMR continuous variation methods (Job plot): 
Stock solutions (1.25 mm in a mixture CD3CN/D2O 90/10) of 1 and betaine were prepared and 
mixed in NMR tubes in different ratios. In this way, relative concentrations α were varied 
continuously but their sum was kept constant (1.25 mm). 1H NMR spectra were recorded for each 
sample and values of host’s chemical shift δobs were measured. Job plots were obtained by plotting 
(δobs – δfree)α versus α, where δfree is the chemical shift of the proton in the uncomplexed host. The 
stoichiometry of the complexes was obtained from the value of the molar fraction α which corresponds 
to a maximum of the curve: a 1:1 complexation is obtained for αmax = 0.5. 
For other host-guest systems, chemical shifts appear to be also concentration dependant in 
these experimental conditions, preventing us to perform Job’s plots. 
 
 
Figure S7. Job’s plot of 1 with betaine.  
The chemical induced shifts Δδ on CH3’s protons of betaine were measured, α is the molar ratio of betaine. 
